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Ab initio calculations were employed to investigate M+—RG2 species. Trends in binding energies, De, bond lengths,
and bond angles are discussed and rationalised by analysing the electronic wavefunction. Mulliken, natural population,
and atoms-in-molecules (AIM) population analyses are performed. It is found that some complexes are linear whereas
others are bent. Those results are discussed in terms of hybridization and the various interactions present in these species.
The work is a continuation from a previously published studya where Group 2 Be+—RG2 and Mg+—RG2 species are
investigated and compared with Group 1 Li+—RG2 and Na+—RG2 species.
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